Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.041; wR factor = 0.116; data-to-parameter ratio = 19.0.
Related literature
For the characteristics of nitroaromatic compounds, see: Moreno et al. (1986) . For details of the synthesis, see: Livermore & Sealock (1947) . For reference bond lengths, see: Allen et al. (1987) .
Experimental
Crystal data C 7 H 6 ClNO 2 M r = 171.58
Monoclinic, P2 1 =c a = 12.1219 (10) Å b = 4.5104 (4) Å c = 15.1219 (11) Å = 112.709 (2) V = 762.69 (11) Å 3 Z = 4 Mo K radiation = 0.44 mm À1 T = 296 K 0.34 Â 0.18 Â 0.11 mm
Data collection
Bruker Kappa APEXII CCD areadetector diffractometer 8475 measured reflections 1903 independent reflections 1350 reflections with I > 2(I) R int = 0.023 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.116 S = 1.03 1903 reflections 100 parameters H-atom parameters constrained Á max = 0.25 e Å À3 Á min = À0.26 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON (Spek, 2009 The irreversible binding of the reductive intermediates of nitroaromatic compounds to protein and DNA is thought to be responsible for the carcinogenicity and mutagenicity of this class of compounds. Several studies revealed that some nitro radical metabolites with special features are expected to decompose to form neutral carbon-centered free radicals with not net reduction of the nitro group occuring. The radicals anions of p-and o-nitrobenzyl chloride are known to expel chloride to form the corresponding carbon-centered nitrobenzyl radicals with rate constants of 1 × 10 4 and 4 × 10 3 s -1 . Such species are highly reactive and could account for the unusual cytotoxicity of these nitrocompounds (Moreno et al., 1986) . This structural report on 1-(chloromethyl)-3-nitrobenzene (m-nitrobenzyl chloride) might be helpful to carry out such studies on these nitroaromatic compounds in future.
The molecule of the title compound has normal bond lengths (Allen et al., 1987) . The benzene ring (C1-C6) forms dihedral angles of 8.2 (3) and 67.55 (12)°, with the plane of the nitro group (N1/O1/O2) and with the direction of the chloromethyl group (C7/Cl1), respectively.
In the crystal structure, there is no classic hydrogen bonds. Weak intermolecular C-H···O interactions (Table 1) link molecules into corrugated sheets parallel to bc plane.
Experimental 1-(Chloromethyl)-3-nitrobenzene (m-nitrobenzyl chloride) was prepared from the m-nitrobenzyl alcohol, 5 g; being refluxed with 25 ml of concentrated hydrochloric acid on a boiling water bath for 1.5 h. The ether was washed with water and sodium carbonate and dried with sodium sulfate. Evaporation of ether yielded an oily residue which crystallized on cooling. A 70 per cent yield of the crude compound was obtained. Recrystallization from petroleum ether gave a product melting at 317-319 K (Livermore and Sealock, 1947) . m-Nitrobenzyl alcohol was purchased from Sigma Aldrich while all other chemicals involved were obtained from Merk, Germany.
Refinement
H atoms were geometrically positioned (C-H = 0.93-0.97 Å), and treated using a riding model, with U iso (H) = 1.2U eq (C). Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted Rfactors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
